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Background Metabolism Data Extraction Pipeline Extraction Quality Assessment
* Understanding metabolism is critical for safety assessment D Quality of data extraction was assessed by comparing manually
* Metabolite prediction models often overpredict the number | — — = — = extracted data for a subset of reports with data extracted automatically.
* We have summarized biotransformation pathways for > ‘
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Y reference are extracted from markdown by LLM (claude-3.5) Biotranstormation SChema Dlgltlzathn with LLM
| 3. Chemical structures and reactions are extracted from cdxml using s S |
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Metabolism report * Reduce the use of animals for generating
Compound (1) is Ethylenediamine-N, N-diacetic acid. Compounds of this class (e.g. Edetic Acid) are poorly absorbed from gastrointestinal tract Bounding boxes for Compounds, Compounds which are close to m eta bO ll S m | nfO rm atl O n
sl s e el @i Wnchslig e T dhe Liflis text blocks and arrows are extracted each other and have a "+" sign : : - :
As compound (1) is a di-acid, it may undergo glucuronidation to form metabolites as shown in structure (2). Compound (1) may undergo from ChemDraw xml files between them are joined in groups ° Ma ke meta bOllsm InfOrmathn aval la ble d nd AI_
oxidative A-dealkylation to form glycine (3) and metabolite (4). Glycine (3) is reported to be converted to serine (5) by Serine Y, Y, . o
hydroxymethyltransferase (SHMT) or degraded to NH; and CO, by the Glycine cleavage enzyme system (GCS) in humans and animals.? ready for pred|Ct|Ve mOdelS
Metabolite (4) can further undergo oxidation of the aldehyde functionality, resulting in formation of a diacid (6). Reactions are constructed using Reaction graph ic analyzed, and o BL“ld metabollte pred|Ct|on models addreSSIng a
References: directions of arrows and position of inconsistencies (multiple roots, , , , ,
1. Ed'eti(': acid (EDTA) .in Drinking-water. Background document_for.development ofWH.O C?uideline_s for Drinking-water Que?lity: Guidelines for tail and head relative to compounds orphan compounds) are reported Wlder Chemlcal dOma N tha N curre ntly aval l_a bl_e
drinking-water quality, 2nd ed. Addendum to Vol. 2. Health criteria and other supporting information. World Health Organization, Geneva, f l i .
1998 ormanuat review tools based on small pharmaceutical molecules
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